The data presented in this article are associated with the research article entitled "Bioactive Constituents Study of Pugionium cornutum L. Gaertn on Intestinal Motility" [1] . The aim of this data was to provide the 1D, 2D NMR and MS spectrum of novel bioactive compounds from P. cornutum.
Data
The dataset contains raw analysis data obtained through the chemistry research of the dried roots of Mongolian medicinal and edible plant, Pugionium cornutum L. Gaertn. Information about the eight new compounds pugcornols A (1), B (2), C (3), and D (4), pugcornosides A (5), B (6), C (7), and D (8) has been presented in Figs. 1e56.
Experimental design, materials, and methods

Study area description
Pugionium cornutum L. Gaertn (PC), Cruciferae family, is widely distributed in the Badain Jaran Desert, Kubuqi Desert, Mu Us Desert, Horqin sandy land, and Hulunbuir sandy land [2] . As the traditional arenicolous Mongolian medicine, PC has accumulated rich experience and knowledge of promoting gastrointestinal motility and improving indigestion [3] . Previously, a further phytochemical investigation on the 70% ethanol-water extract of the roots of P. cornutum led to the isolation and characterization of eight compounds that have been not reported previously. Among them, 1e4 were rare naturally occurring thiohydantoin derivatives. Herein, their structure characterization has been identified by various spectrometry methods including NMR and MS spectra.
Plant material
The roots of Pugionium cornutum L. Gaertn were collected from Alxa Youqi, Inner Mongolia Autonomous region, China, and identified by Dr. Li Tianxiang (Experiment Teaching Department, Specifications Table   Subject  Chemistry  Specific subject area  Natural products research  Type of data  Figure  How data were acquired First, the compounds were isolated from the 70% ethanol-water extract of P. cornutum roots. Then the samples were dissolved in DMSO-d 6 
Value of the Data NMR and MS data of novel compounds is important for elucidating their chemical structures. NMR and MS data of novel thiohydantoin derivatives is useful for the elucidating their chemical analogues. This information will allow comparisons across different thiohydantoin derivatives and other new compounds from
Pugionium species or Cruciferae family plant sources. Tianjin University of Traditional Chinese Medicine). The voucher specimen was deposited at the Academy of Traditional Chinese Medicine of Tianjin University of TCM.
NMR and MS spectrum of the isolates
The dried roots of PC were refluxed with 70% ethanol-water for three times. Evaporation of the solvent under pressure provided a 70% ethanol-water extract, which was partitioned with H 2 O and EtOAc to gain H 2 O layer and EtOAc layer partition, respectively. The H 2 O layer partition was subjected to D101 macroporous resin CC and eluted with H 2 O, 95% EtOH, and acetone, successively. Then 95% EtOH eluate and EtOAc layer partition was isolated by silica gel, Sephadex LH-20 chromatography columns and preparative HPLC. As results, four new rare thiohydantoin derivatives pugcornols A (1), B 
